In the molecule of the title compound, C 16 H 13 FO 2 , the aromatic rings are oriented at a dihedral angle of 74.46 (4) . The heterocyclic ring adopts a twisted conformation. In the crystal structure, there is a weak C-HÁ Á Á interaction.
Related literature
For related structures, see: Schmalle et al. (1982) ; Schnebel et al. (2003) . For bond-length data, see: Allen et al. (1987) . For ring-puckering parameters, see: Cremer & Pople (1975) . For details of the Cambridge Structural Database, see: Allen (2002).
Experimental
Crystal data C 16 H 13 FO 2 M r = 256.26 Monoclinic, P2 1 =c a = 12.6154 (16) Å b = 7.6918 (10) Å c = 13.0532 (17) Å = 103.705 (2) V = 1230.6 (3) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 100 (2) K 0.50 Â 0.40 Â 0.10 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: none 6739 measured reflections 2501 independent reflections 1805 reflections with I > 2(I) R int = 0.055 Refinement R[F 2 > 2(F 2 )] = 0.042 wR(F 2 ) = 0.096 S = 0.93 2501 reflections 172 parameters H-atom parameters constrained Á max = 0.24 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C3-C8 ring.
D-HÁ
Symmetry code: (i) Àx þ 1; y þ 1 2 ; Àz þ 3 2 .
Data collection: SMART (Bruker, 2001); cell refinement: SAINT (Bruker, 2002); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
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Comment
The title compound was prepared in order to evalute its potential as antibacterial and antifungal agents. The CCDC search (Allen, 2002) showed that the crystal structures of rac-exo-tricarbonyl-(h6-3-phenyl isochromanone)chromium (Schnebel et al., 2003) and 3,4-dihydro-8-hydroxy-3-(4-hydroxyphenyl)isocoumarin (Schmalle et al., 1982) have been reported, which have close resemblance as far as isochromane and attached phenyl ring is considered. We report herein the synthesis and crystal structure of the title compound.
In the molecule of the title compound ( Fig. 1 ), the bond lengths (Allen et al., 1987) and angles are within normal ranges. In the crystal structure, there is a C-H···π interaction (Table 1) .
Experimental
As shown in Scheme 2, a mixture of homophthalic acid (1.98 g, 11.0 mmol) and 2-(3-fluorophenyl) acetyl chloride (7.91 g, 46 mmol) was heated under reflux at 473 K. After concentration, the residue was chromatographed on silica gel column using petroleum ether (333-353 K) to give 3-(3-fluorobenzyl)-1H-isochromen-1-one. 2-(3-(3-fluorophenyl)-2-oxopropyl)benzoic acid was obtained by refluxing a solution of 3-(3-fluorobenzyl)-1H-isochromen-1-one (3.6 g, 15.9 mmol) in ethanol (200 ml) and potassium hydroxide (5%,200 ml) for 6 h. NaBH4 (1.6 g) was added to a solution of 2-(3-(3-fluorophenyl)-2oxopropyl)benzoic acid (4.23 g, 17.8 mmol) in sodium hydroxide (1%, 180 ml), and the resulting solution was stirred overnight at room temperature. After being acidified with HCl, the whole mixture was extracted with dichloromethane (2 × 15 ml). Usual work-up gave crude racemic hydroxy-acid, 2-(3-(3-fluorophenyl)-2-hydroxy propyl)benzoic acid, which was dissolved in acetic anhydride (5 ml) and heated under reflux for 2 h to get the title compound (yield; 81%, m.p, 374-375°)
. The crude compound was purified by column chromatography on silica gel with petroleum ether and recrystallized in ethanol.
Refinement
H atoms were positioned geometrically, with C-H = 0.95, 1.00 and 0.99 Å for aromatic, methine and methylene H, respectively, and constrained to ride on their parent atoms, with U iso (H) = 1.2U eq (C). Fig. 1 . The molecular structure of the title molecule, with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq F1 0.04488 (8) 
0.0329 (6) 0.0451 (7) 0.0432 (7) −0.0007 (5) 0.0195 (5) −0.0039 (5) O1 0.0239 (6) 0.0238 (6) 0.0181 (6) 0.0009 (5) 0.0059 (5) −0.0008 (5) O2 0.0334 (7) 0.0281 (6) 0.0203 (7) 0.0060 (5) 0.0091 (6) −0.0012 (5) C1 0.0257 (8) 0.0187 (8) 0.0150 (8) 0.0008 (6) 0.0058 (7) 0.0018 (7) C2 0.0258 (9) 0.0201 (8) 0.0189 (9) 0.0005 (7) 0.0079 (7) −0.0004 (7) C3 0.0242 (8) 0.0161 (8) 0.0189 (9) 0.0045 (6) 0.0038 (7) 0.0046 (7) C4 0.0251 (9) 0.0212 (8) 0.0262 (10) 0.0028 (7) 0.0065 (8) 0.0008 (7) C5 0.0221 (9) 0.0258 (9) 0.0380 (11) 0.0020 (7) 0.0063 (8) 0.0015 (8) C6 0.0271 (9) 0.0229 (9) 0.0341 (11) −0.0002 (7) −0.0016 (8) −0.0044 (8) C7 0.0311 (9) 0.0210 (9) 0.0236 (10) 0.0053 (7) 0.0028 (8) −0.0020 (7) C8 0.0241 (8) 0.0175 (8) 0.0191 (9) 0.0043 (6) 0.0028 (7) 0.0029 (7) C9 0.0286 (9) 0.0163 (8) 0.0190 (9) 0.0046 (7) 0.0052 (8) 0.0041 (7) C10 0.0263 (9) 0.0183 (8) 0.0218 (9) −0.0005 (6) 0.0070 (8) 0.0004 (7) C11 0.0238 (9) 0.0157 (8) 0.0220 (9) −0.0038 (6) 0.0031 (7) −0.0029 (7) C12 0.0255 (9) 0.0198 (8) 0.0221 (9) −0.0009 (7) 0.0028 (8) −0.0002 (7) C13 0.0248 (9) 0.0247 (9) 0.0293 (10) −0.0048 (7) 0.0100 (8) −0.0063 (8) C14 0.0219 (9) 0.0236 (9) 0.0409 (12) 0.0016 (7) −0.0002 (8) −0.0077 (8) C15
0.0314 (10) 0.0248 (9) 0.0312 (11) −0.0001 (7) −0.0039 (9) 0.0033 (8) C16 0.0290 (9) 0.0249 (9) 0.0232 (10) −0.0051 (7) 0.0030 (8) 0.0013 (8) Geometric parameters (Å, °) 
